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also  C3H3S,  70.9959;  C3H7N2>  71.0607;  C2H3N20,  71.0244; 
C2HN02,  71.0006;  CgN^F,  71.0044 
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C4HgO,  72.0575 

C2H5-CO-CH2-,  CH3-CO-CH(CH3)-:  CH2  75% 
/ HO-cyc,  CHgO-cyc,  CgHj-OCHgCHg 
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1  nominal  mass  of  the  singly  charged  ion  in  daltons 

2  elemental  composition 

3  proportion  of  this  entry  out  of  the  total  entries  of  this  type 

4  average  abundance  (maximum  99) 

5  specificity  of  this  explanation  for  the  peak  vs.  other  probable 

explanations  (maximum  99) 

6  proportion  of  data-base  spectra  with  mass  7 1  of  >  1  %  abundance 

7  proportion  of  data-base  spectra  with  an  “important”  peak  at 

mass  71 

8  for  the  substructure  YL-(CHa)3-CO-YR,  70%  of  the  YL  neighbors 

are  CHa  groups  and  25%  of  YR  are  ethers 

9  proportion  of  mass  71  ions  assigned  as  C,H70+ 

10  proportion  of  C4H70+  assignments  from  compounds  contain¬ 

ing  -(CH2)3-CO- 

1 1  “+”  indicates  that  the  proportion  for  compounds  of  molecular 

weight  >236  is  larger  by  >25%  (absolute)  vs.  the  propor¬ 
tion  for  others 

12  butyryl  or  isobutyryl 

13  no  substructures  indicated  for  hydrocarbons  because  of  high 

tendency  to  rearrange 

1 4  substituent  at  each  end  of  substructure 

15  -O-CH-CH-O- 
H2C 

v  (cyclic) 

16  most  common  substructures  yielding  C4H9N+;  data  are 

averages  for  all 

17  eg.,  pyrollidinyl 

18  less  common  compositions  found  for  mass  71  peaks 

19  methoxycycloalkyl 

formation  of  the  indicated  ion  can  involve  H  transfer 

20  to  the  substructure  shown,  and  can  also  involve  H  transfer 

21  from  the  substructure  shown 
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ABBREVIATIONS 

aliph  aliphatic 


ar 

aromatic  ring 

arY 

ar-Y 

an  aromatic  (or  polyunsaturated)  ring  con¬ 
taining  Y  (as  indicated)  in  the  ring; 
ar(C=0)  could  be  quinone,  pyrone,  etc 
a  Y-group  attached  to  an  aromatic  ring 

CH:i,  CH2,  saturated  carbon  atoms  bearing  one,  two, 


CH,  C 

cleav 

cntd 

corresp 

cpd 

C=0 

eye 

cycR 

cycY 

cyc-Y 

decom 

dvts 

esp 

etc 

ext-ar 

gP 

he 

mult 

N 

-O- 

R 

R* 

rearr 

satd 

slash,/ 

substd 

TMS 

unsatd 

X 

Y 

Y 

n 

Y* 

Z 

three,  and  four  substituents,  respec¬ 
tively 
cleavage 
continued 
corresponding 
compound 
carbonyl 

a  nonaromatic  ring;  groups  listed  next  can 
be  part  of  ring 

a  nonaromatic  cycloalkyl  group 
a  nonaromatic  cyclic  group  containing  Y 
(as  indicated)  in  the  ring 
a  Y  group  attached  to  an  alicyclic  ring 
decomposition 
derivatives 
especially 

et  cetera  (similar  or  expected  structures) 
extended  aromatic:  more  than  one  ring, 
one  is  ar;  ext-ar(C=0)  includes  tropolone, 
benzoquinone,  indanone 
group 

hydrocarbon 

multiple 

nitrogen  bearing  three  substituents 
oxygen  (not  -OH) 

hydrocarbon  moiety  (usually  alkyl,  can 
beH) 

hydrocarbon  moiety  plus  Y*  (see  below) 

rearrangement 

saturated 

“and/or” 

substituted 

trimethylsilyl 

unsaturated 

any  halogen  atom 

a  functional  group 

one  or  more  Y  groups 

an  electronegative  functional  group:  X, 

-NO,,  -ON,  -COOR,  -COR,  -O-CO-R,  -OH, 

-SH,  -SO,X,  etc 

of  several  Ys 
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